Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.017; wR factor = 0.041; data-to-parameter ratio = 19.9.
In the title compound, (C 3 H 12 N 2 )[Hg(C 7 H 3 NO 4 ) 2 ]Á2H 2 O, the Hg II ion is coordinated by four O and two N atoms of two pyridine-2,6-dicarboxylate (pydc) ligands in a distorted octahedral environment. The structure contains two uncoordinated water molecules. In the crystal, N-HÁ Á ÁO, O-HÁ Á ÁO and weak C-HÁ Á ÁO hydrogen bonds and -stacking interactions between the pyridine rings of the pydc ligands, with a centroid-centroid distance of 3.4582 (18) Å , stabilize the structure.
Related literature
For related structures, see: Aghabozorg et al. (2008a,b,c,d) ; Pasdar et al. (2011) .
Experimental
Crystal data (C 3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz; (ii) Àx þ 2; Ày; Àz; (iii) x; y þ 1; z; (iv) x þ 1; y À 1; z; (v) x; y À 1; z; (vi) x þ 1; y; z; (vii) Àx; Ày þ 1; Àz.
Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXTL (Sheldrick, 2008 The molecular structure of the title compound is shown in Fig. 1 . The Hg II ion is six-coordinated by two pydc ligands in a distorted octahedral environment. In the crystal structure, there are intermolecular N-H···O, O-H···O and weak C-H···O hydrogen bonds (Fig. 2 , Table 1 ). There are also π-π stacking interactions between the pyridine rings of the pydc ligands, with a centroid-centroid distance of 3.4582 (18) Å (Fig. 2 ). These noncovalent interactions play an important role in the stabilization of the crystal structure.
A mixture of an aqueous solution (30 ml) of propane-1,2-diamine (1 mmol), pyridine-2,6-dicarboxylic acid (2 mmol) and mercury(II) nitrate (1 mmol) were stirred at room temperature. Crystals of the title compound were obtained after three weeks at room temperature.
Refinement
H atoms of the water molecules were found in a difference Fourier map and refined isotropically with a distance restraint of O9-H9B = 0.69 (2) Å. The other H atoms were positioned geometrically and refined as riding atoms, with N-H = 0.89 (NH 3 ), C-H = 0.93(aromatic CH), 0.98(aliphatic CH), 0.97 (CH 2 ) and 0.96 (CH 3 ) Å and with U iso (H) = 1.2(1.5 for methyl)U eq (C).
Figures Fig. 1 . The molecular structure of the title compound, with displacement ellipsoids drawn at 30% probability level.
sup-2 Only anionic parts are shown for clarity. bsorption correction: multi-scan (SADABS; Sheldrick, 1996) h = −12→12 
